S2
. Relative potential energy (eV) of the lowest-energy structures of Mn@Cr-ZnO and Cr@Mn-ZnO during the molecular dynamics simulation. The simulation time was set to 10 ps at a step interval of 1 fs. Figure S4 . Variation of the relative energies (in eV) between the ground state and different spin states of the Mn@Mn-ZnO system. S10 Figure S5 . Optimized geometric structures of Sc@Mn-ZnO, Ti@Mn-ZnO, and V@Mn-ZnO from the top view (up) and the side view (below). The gray, red, and purple spheres represent the Zn, O, and Mn atoms, respectively.
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